Key indicators: single-crystal X-ray study; T = 153 K; mean (C-C) = 0.002 Å; R factor = 0.041; wR factor = 0.089; data-to-parameter ratio = 16.1.
Related literature
Indole alkaloid derivatives obtained from Melodinus yunnanensis have been investigated due to their antimalarial and anticancer properties, see: Kanfan et al. (1974) . For the structures of related compounds, see: Danieli et al. (1977a) and for applications of similar compounds see: Danieli et al. (1977a,b) Experimental Crystal data C 22 H 26 N 2 O 3 M r = 366.45 Triclinic, P1 a = 6.914 (3) Å b = 11.232 (4) Å c = 11.806 (4) Å = 91.079 (6) = 100.737 (5) = 96.317 (6) V = 894.5 (6) Å 3 Z = 2 Mo K radiation = 0.09 mm À1 T = 153 K 0.43 Â 0.23 Â 0.13 mm
Data collection
Rigaku AFC10/Saturn724+ diffractometer 8672 measured reflections 4028 independent reflections 2868 reflections with I > 2(I) R int = 0.030 Refinement R[F 2 > 2(F 2 )] = 0.041 wR(F 2 ) = 0.089 S = 1.00 4028 reflections 250 parameters H atoms treated by a mixture of independent and constrained refinement Á max = 0.27 e Å À3 Á min = À0.19 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). (17) 2.187 (16) 2.9759 (18) 152.6 (15) Symmetry code: (i) Àx þ 2; Ày þ 1; Àz þ 1.
Data collection: CrystalClear (Rigaku, 2008); cell refinement: CrystalClear; data reduction: CrystalClear; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008); software used to prepare material for publication: SHELXTL.
Figure 1
The molecular structure of the title molecule(I) with atom labels and 30% probability displacement ellipsoids. packing diagram of (I). Hydrogen bonds shown as dashed lines. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
15-Methoxy-14,15-dihydroandranginine
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (6) 0.0035 (4) 0.0028 (5) 0.0062 (4) N1 0.0180 (7) 0.0223 (7) 0.0209 (7) 0.0044 (5) 0.0020 (5) 0.0000 (5) N4 0.0168 (6) 0.0219 (7) 0.0172 (6) 0.0036 (5) 0.0031 (5) 0.0027 (5) C2 0.0161 (7) 0.0182 (7) 0.0174 (7) −0.0001 (6) 0.0020 ( (7) −0.0008 (6) 0.0054 (6) −0.0023 (6) C20 0.0174 (7) 0.0223 (8) 0.0190 (7) −0.0031 (6) 0.0035 (6) 0.0002 (6) C21 0.0169 (7) 0.0160 (7) 0.0199 (7) 0.0009 (6) 0.0033 (6) 0.0021 (6) C22 0.0347 (10) 0.0414 (11) 0.0410 (10) −0.0059 (8) 0.0162 (8) 0.0048 (8) C23 0.0176 (7) 0.0160 (7) 0.0200 (7) 0.0048 (6) (12) 
